Key indicators: single-crystal X-ray study; T = 153 K; mean (C-C) = 0.002 Å; R factor = 0.032; wR factor = 0.073; data-to-parameter ratio = 27.9.
In the title compound, C 11 H 13 BrOS, the thioether unit and the phenyl ring adopt an essentially planar conformation, with a maximum deviation of 0.063 Å . In the crystal, molecules are linked by C-HÁ Á ÁO hydrogen bonds, extending in zigzag chains along the b axis. A weak intramolecular C-HÁ Á ÁBr hydrogen bond is also observed, which forms an S(6) ring motif.
Related literature
For general background to the properties of the title compound, a key intermediate for the preparation of a UV initiator, and its synthesis, see: Zhao et al. (2010) ; Liu et al. (2010) . For related structures, see: Anuradha et al. (2008) ; Moreno-Fuquen et al. (2011) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku/MSC, 2008); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: publCIF (Westrip, 2010) and PLATON (Spek, 2009 propanone, which is used as a UV initiator (Zhao et al., 2010) . It was prepared from thioanisole, which was reacted with isobutyryl chloride in the presence of aluminium cloride, followed by bromination with bromine/acetic acid (Liu et al., 2010) .
Experimental
C-S bond lengths and the C-S-C angle agree with those in (E)-3-(4-fluorophenyl)-1-[4-(methylsulfanyl)phenyl]prop-2-en-1-one (Anuradha et al., 2008) . The S-Csp 3 bond length (1.7954 Å) is longer than the S-Csp 2 one (1.7548 Å) and the C-Br distance length (1.9962 Å) is in the normal range for this type of bonds (Moreno-Fuquen et al., 2011) .
The thioether moiety and phenyl ring adopt an essentially planar conformation with a maximum deviation of 0.063 Å ( Fig. 1 ). In the crystal, molecules are linked by C-H···O hydrogen bonds, extending as zigzag chains along the b axis ( Fig. 2) . In addition, a weak intramolecular C-H···Br hydrogen bond is also observed, forming an S(6) ring motif. This H-bond geometry is listed in Table 1 .
To a mixture of dichloroethane (50 ml) and aluminium cloride (17.4 g, 130 mmol) was added isobutyryl chloride (13.8 g, 130 mmol) at 298 K. Thioanisole (10.8 g, 100 mmol) was added dropwise to the mixture. After completion, it was poured into diluted hydrochloric acid and the organic layer was extracted.
To the organic layer, acetic acid (7.4 g, 123 mmol) and 30% hydrogen peroxide solution (7.4 g, 65 mmol) were added.
Then, bromine (10.4 g, 65 mmol) was added at 303 K. After completion, water was added, and the organic layer was washed by 5% sodium bicarbonate solution and concentrated to yield the title compound with a yield of 77.3%. The crude product was recrystallized by slow evaporation from ethanol to give the single crystals used for data collection.
Refinement
C-bound H atoms were positioned geometrically with C-H 0.95 Å and 0.98 Å for Csp 2 and methyl C, respectively, and were treated as riding on their parent atoms, with U iso (H)=1.2 U eq (C).
Computing details
Data collection: CrystalClear (Rigaku/MSC, 2008) ; cell refinement: CrystalClear (Rigaku/MSC, 2008) ; data reduction:
CrystalClear (Rigaku/MSC, 2008) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: publCIF (Westrip, 2010) and PLATON (Spek, 2009 The packing of the crystal structure of (I), showing the intramolecular hydrogen bonds and the zigzag chains formed by C -H···O hydrogen bonds (dotted lines). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-Bromo-2-methyl-1-[4-(methylsulfanyl)phenyl]propan-1-one

Crystal data
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.327247 (17) 0.69311 (3) 0.037381 (13) 0.03062 (7) S1 0.86419 (4) 0.48317 (6) (17) O1 0.0213 (7) 0.0622 (10) 0.0251 (7) 0.0015 (7) 0.0078 (5) −0.0100 (7) (7) 0.0085 (6) 0.0001 (7) C7 0.0187 (8) 0.0266 (10) 0.0323 (10) −0.0008 (7) 0.0063 (7) 0.0006 (8) C8 0.0207 (8) 0.0234 (9) 0.0209 (8) 0.0004 (7) 0.0058 (6) −0.0006 (7) C9 0.0199 (8) 0.0253 (9) 0.0192 (8) −0.0021 (7) 0.0047 (6) 0.0019 (7) C10 0.0189 (9) 0.0487 (13) 0.0294 (10) −0.0018 (8) 0.0018 (7) 0.0004 (9) C11 0.0278 (10) 0.0273 (11) 0.0244 (9) −0.0048 (7) 0.0045 (7) −0.0039 (7) Geometric parameters (Å, º)
Br1-C9 1.9962 (17) C6-H6 0.9500 S1-C1 1.7548 (17) C7-H7A 0.9800 S1-C7 1.7954 (19) C7-H7B 0.9800 O1-C8 1.217 (2) C7-H7C 0.9800 C1-C6 1.386 (2) C8-C9 1.533 (2) C1-C2 1.404 (2) C9-C10 1.514 (2) C2-C3 1.375 (2) C9-C11 1.520 (2) C2-H2 0.9500 C10-H10A 0.9800 C3-C4 1.402 (2) C10-H10B 0.9800 C3-H3 0.9500 C10-H10C 0.9800 C4-C5 1.395 (2) C11-H11A 0.9800 C4-C8 1.494 (2) C11-H11B 0.9800 C5-C6 1.387 (2) C11-H11C 0.9800 C5-H5 0.9500 C1-S1-C7 103.15 (9) H7A-C7-H7C 109.5 C6-C1-C2 118.63 (16) H7B-C7-H7C 109.5 C6-C1-S1 124.05 (13) O1-C8-C4 119.29 (16) 
